Key indicators: single-crystal X-ray study; T = 123 K; mean (C-C) = 0.003 Å; disorder in main residue; R factor = 0.053; wR factor = 0.108; data-to-parameter ratio = 16.7. Refinement R[F 2 > 2(F 2 )] = 0.053 wR(F 2 ) = 0.108 S = 1.10 7270 reflections 436 parameters H-atom parameters constrained Á max = 0.37 e Å À3 Á min = À0.52 e Å À3
The title compound, [Ni(C 40 H 28 N 4 O)], was obtained from a Grignard reaction of the respective formylporphyrin to yield {5-[hydroxy(phenyl)methyl]-10,20-diphenylporphyrinato}nickel(II), followed by crystallization from methylene chloride/methanol. The molecule exhibits a ruffled macrocycle with an average deviation of the 24 macrocycle atoms from their least-squares plane (Á24) of 0.26 Å and an average Ni-N bond length of 1.931 (2) Å . In line with the asymmetrical substituent pattern, the degree of distortion is slightly larger at point of attachment of the methoxy(phenyl)methyl residue than at the unsubstituted meso position. The methoxy group attached to the chiral C atom is disordered in a 0.534 (4):0.466 (4) ratio.
Related literature
For related literature on the conformation of porphyrins, see: . For the chemistry of porphyrins with mixed meso substituents, see: Dahms et al. (2007) ; Senge et al. (2010) . For Ni(II) porphyrin structures, see: Fleischer et al. (1964) ; Gallucci et al. (1982) ; Hoard (1973) ; Lee & Scheidt (1987) , and Senge et al. (2000) . For handling of the crystals, see: Hope (1994) .
Experimental
Crystal data [Ni(C 40 (2) N21 0.0231 (9) 0.0254 (10) 0.0191 (9) −0.0073 (7) −0.0012 (7) −0.0057 (8) N22 0.0234 (9) 0.0257 (10) 0.0190 (9) −0.0084 (7) −0.0007 (7) −0.0057 (8) N23 0.0218 (8) 0.0264 (10) 0.0174 (8) −0.0077 (7) 0.0009 (7) −0.0060 (7) N24 0.0232 (9) 0.0257 (10) 0.0188 (9) −0.0064 (7) 0.0001 (7) −0.0052 (8) C1 0.0235 (10) 0.0269 (11) 0.0242 (11) −0.0070 (9) −0.0003 (8) −0.0071 (9) C2 0.0264 (11) 0.0285 (12) 0.0287 (12) −0.0031 (9) −0.0002 (9) −0.0062 (10) C3 0.0268 (11) 0.0302 (12) 0.0254 (11) −0.0038 (10) −0.0036 (9) −0.0031 (10) C4 0.0241 (10) 0.0270 (11) 0.0195 (10) −0.0082 (9) −0.0018 (8) −0.0036 (9) C5 0.0273 (11) 0.0255 (11) 0.0196 (10) −0.0125 (9) 0.0013 (8) −0.0028 (9) C6 0.0271 (10) 0.0264 (11) 0.0169 (10) −0.0117 (9) 0.0022 (8) −0.0049 (9) C7 0.0324 (12) 0.0297 (12) 0.0193 (10) −0.0090 (10) 0.0024 (9) −0.0051 (9) C8 0.0309 (12) 0.0319 (13) 0.0218 (11) −0.0089 (10) 0.0049 (9) −0.0084 (10) C9 0.0250 (10) 0.0275 (11) 0.0211 (10) −0.0097 (9) 0.0023 (8) −0.0070 (9) C10 0.0238 (10) 0.0281 (12) 0.0222 (11) −0.0096 (9) 0.0013 (8) −0.0091 (9) C11 0.0219 (10) 0.0275 (11) 0.0213 (10) −0.0073 (9) 0.0004 (8) −0.0080 (9) C12 0.0244 (10) 0.0282 (12) 0.0257 (11) −0.0056 (9) −0.0005 (9) −0.0069 (10) C13 0.0269 (11) 0.0279 (12) 0.0230 (11) −0.0080 (9) −0.0018 (9) −0.0036 (9) C14 0.0229 (10) 0.0259 (11) 0.0193 (10) −0.0083 (9) −0.0014 (8) −0.0040 (9) C15 0.0243 (10) 0.0292 (12) 0.0191 (10) −0.0103 (9) 0.0006 (8) −0.0036 (9) C16 0.0248 (10) 0.0287 (12) 0.0179 (10) −0.0099 (9) 0.0007 (8) −0.0035 (9) C17 0.0305 (11) 0.0362 (13) 0.0197 (11) −0.0074 (10) 0.0033 (9) −0.0068 (10) C18 0.0333 (12) 0.0366 (13) 0.0202 (11) −0.0041 (10) 0.0029 (9) −0.0085 (10) C19 0.0243 (10) 0.0290 (12) 0.0217 (11) −0.0064 (9) 0.0019 (8) −0.0091 (9) C20 0.0232 (10) 0.0288 (12) 0.0249 (11) −0.0072 (9) 0.0009 (9) −0.0082 (10) C51 0.0384 (13) 0.0414 (15) 0.0207 (11) −0.0202 (12) −0.0057 (10) 0.0014 (11) C52 0.0312 (12) 0.0362 (13) 0.0175 (10) −0.0137 (10) −0.0020 (9) −0.0039 (10) (8) N24-C19-C18 110.0 (2) C51-O1-C58 113.3 (3) C20-C19-C18 125.0 (2) C51-O1-H51A 45.3 C19-C20-C1 121.4 (2) C58-O1-H51A 136.1 C19-C20-C201 119.7 (2) C51-O1A-C58A 114.3 (4) C1-C20-C201 118.6 (2) O1A-C58A-H58D 109.5 O1-C51-O1A 80.5 (2) O1A-C58A-H58E 109.5 O1-C51-C5 116.8 (2) H58D-C58A-H58E 109.5 O1A-C51-C5 117.0 (2) O1A-C58A-H58F 109.5 O1-C51-C52 115.3 (2) H58D-C58A-H58F 109.5 O1A-C51-C52 117.1 (2) H58E-C58A-H58F 109.5 C5-C51-C52 108.33 (19) 
